is the trombin aptamer quadruplex in a 10mM KCl buffer. We have chosen this oligonucleotide as control because it is a 15mer monomeric quadruplex with a globular shape similar to the dimeric minor groove quadruplex studied in this work. As can be seen, both d(TGCTTCGT) (2) and d(TCGTTGCT) (3), migrate in the gel as monomer or dimers depending on the experimental conditions, but not as a higher order structure.
Figure S2
-Imino region of the one dimensional NMR spectra of d<pCGCTCCGT> (A), d(TGCTTCGT) (B) and d(TCGTTGCT) (C) in H 2 O at 5ºC (25 mM sodium phosphate buffer, pH 7, 100 mM NaCl, 10 mM MgCl 2 ) acquired with a jump-and-return pulse sequence with a maximum excitation profile at 11.5 ppm. The broad signals observed between 10-11 ppm correspond to the imino protons of the unpaired thymines. These protons exchange rapidly with the solvent and they are not observed in spectra acquired with a WATERGATE pulse sequence for solvent suppression shown in Figure 2 of the main text. Distinction between intra-and inter-molecular distances: The symmetry of these dimeric structures implies that for every correlation cross-peak observed between two protons, two different distance constraints are possible, the intra-and the inter-molecular distance constraints. A number of cross-peaks can be unequivocally assigned as intra-or inter-molecular distances. For the rest of the cross-peaks, a preliminary model of the structure based on similar structures is used to decide between intra-or inter-molecular contacts and, with the restrictions obtained a first round of preliminary structure calculation with DYANA is performed. Those distance constraints that are systematically violated (> 1Å) are reassigned and again introduced in the structure calculation. This process is repeated several times until a consistent distance constraints collection is obtained. The cross-peaks that remain ambiguous after this process are not included in the final structure calculations.
